Key indicators: single-crystal X-ray study; T = 123 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.053; wR factor = 0.169; data-to-parameter ratio = 14.0.
In the title compound, C 11 H 13 N 3 S, two of the C atoms of the cyclohexene ring and the methyl group attached to it are disordered over two sets of sites in a 0.544 (2):0.456 (2) ratio. The benzothiene and pyrimidine rings are almost coplanar with an angular tilt of 2.371 (9) between them. The thiophene ring is essentially planar (r.m.s. deviation 0.05 Å ), while the cyclohexene ring in both the major-and minor-occupancy conformers adopts a half-chair conformation. In the crystal structure, pairs of intermolecular N-HÁ Á ÁN hydrogen bonds involving the amino groups result in centrosymmetric head-tohead dimers about inversion centres, corresponding to an R 2 2 (8) graph-set motif. Further, N-HÁ Á ÁN hydrogen bonding generates a two-dimensional hydrogen-bonded network perpendicular to the ac plane and running along the diagonal of the ac plane.
Related literature
For the preparation of the title compound, see: Shetty et al. (2009) . For medicinal background, see: Brown (1983) ; Heildelberg & Arafield (1963) ; De Clercq (1986a,b) ; Sishoo et al. (1983) . For related structures, see: Akkurt et al. (2008) ; Harrison et al. (2006) . For graph-set notation, see: Bernstein et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry codes: (i) Àx; Ày þ 2; Àz; (ii) x; y À 1; z; (iii) Àx þ 1; Ày þ 1; Àz.
Data collection: SMART (Bruker, 1998) ; cell refinement: SMART; data reduction: SAINT (Bruker, 1998) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1999) and CAMERON (Watkin et al., 1996) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
NSB is grateful to the University Grants Commission (UGC), India, for financial assistance, and to the Department of Science and Technology (DST), India, for the data-collection facility under the IRHPA-DST programme. 
Comment
The pyrimidine ring is a frequent partner in polycyclic heterocyclic systems of biological significance (Brown, 1983) . Many potential drugs have been modelled on these compounds, particularly in cancer and virus research (Heildelberg & Arafield, 1963; De Clercq, 1986a,b) . These derivatives have been reported to possess analgesic, antipyretic, antianaphilactic and antiinflammatory activities. Also, some are clinically effective antiallergic, potentially antineoplastic agents, or have significant hypocholesterolemic activity (Sishoo et al., 1983) . In the title compound, the fused Benzothieno and pyrimidine rings are substituted with amino and methyl groups. The C atoms C6, C7 and C11 are disordered over two sites (C6A/C6B, C7A/C7B and C11A/C11B) with site occupancy factors 0.544 (2) and 0.456 (2) resulting in minor and major conformers.
The thiophene ring is essentially planar. The cyclohexene rings in both conformers is in a half-chair conformation with C7A and C7B 0.549 (4) and 0.506 (6) Å, respectively, displaced on the opposite sides from the plane formed by the rest of the ring C-atoms. In several benzothiophene derivatives the cyclohexyl ring adopts half-chair conformation (Akkurt et al., 2008; Harrison et al., 2006) . The crystal structure is stabilized by two types of N-H···N intermolecular interactions (Table 1) ; N1-H1A···N2 hydrogen bonds forms centrosymmetric head-to-head dimers about inversion centres, corresponding to an R 2 2 (8) graph-set motif (Bernstein et al., 1995) while C7A-H7A···N2 hydrogen bonds generates two-dimensional hydrogen bonded network perpendicular to ac plane and running along the diagonal of ac plane (Fig. 2) .
Experimental
The title compound was synthesized by following the procedure reported earlier (Shetty et al., 2009 ).
Refinement
The bond distances of minor component of the disordered cyclohexene ring and the methyl group was restrained to C5-C6A = 1.489 (8); C6A-C7A = 1.424 (9); C7A-C8 = 1.503 (6); C7A-C11A = 1.556 (2) Å. The occupancies were refined individually for the C atoms C6, C7 and C11, the disordered atoms were grouped in Part 1 and Part 2 as Part 1: C6A, C7A and C11A with partial occupancy of 0.544 and part 2: C6B C7B and C11B with partial occupancy 0.456. In this way the occupancy disordered was modeled using the part command in SHELXL97. The H atoms were placed at calculated positions in the riding model approximation with N-H = 0.86 and C-H = 0.98 Å, and U iso (H) = 1.2U eq (N/C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (11) 0.0073 (9) −0.0043 (9) −0.0025 (9) N2 0.0245 (11) 0.0215 (11) 0.0213 (11) 0.0035 (9) 0.0000 (9) −0.0008 (9) N3 0.0247 (11) 0.0251 (12) 0.0188 (11) 0.0003 (9) −0.0008 (9) −0.0020 (9) S1 0.0239 (4) 0.0254 (4) 0.0245 (4) 0.0053 (3) −0.0022 (3) 0.0000 (3) Geometric parameters (Å, °) C1-C10 1.354 (4) C7A-H7A 0.9800 C1-C8 1.493 (4) C11A-H11A 0.9600 C1-S1 1.741 (3) C11A-H11B 0.9600 C2-N3 1.358 (3) C11A-H11C 0.9600 C2-C3 1.397 (4) C6B-C7B 1.120 (9) C2-S1 1.725 (3) C6B-H6B1 0.9700 C3-C4 1.424 (4) C6B-H6B2 0.9700 C3-C10 1.443 (4) C7B-C11B 1.51 (2) (1) 3.400 (7) 158 C7B-H7B···S1 iii 0.98 (1) 2.69 (1) 3.649 (1) 
